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Figure 1
Molecular structure of the title compound, with atom labeling. Displacement ellipsoids are drawn at the 50% probability level.
Figure 2
A partial view along the c axis of the crystal packing of the title compound. Hydrogen bonds are shown as dashed lines (see Table 1 ). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Methyl (2R,3S)-3-[(tert-butylsulfinyl)amino]-2-fluoro-3-phenylpropanoate
R int = 0.022 θ max = 25.0°, θ min = 2.2°h = −7→10 k = −11→11 l = −22→21 Refinement Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0.033 wR(F 2 ) = 0.088 S = 1.w = 1/[σ 2 (F o 2 ) + (0.0505P) 2 + 0.1714P] where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max < 0.001 Δρ max = 0.27 e Å −
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.45246 (5) 0.13512 ( (7) 0.0215 (7) −0.0240 (7) N1 0.0477 (10) 0.0368 (8) 0.0385 (8) −0.0010 (7) 0.0006 (7) 0.0035 (7) O1 0.0440 (9) 0.0610 (10) 0.1193 (15) 0.0081 (8) 0.0214 (10) 0.0283 (10) O2 0.0621 (10) 0.0489 (9) 0.0835 (12) −0.0020 (7) 0.0163 (9) 0.0133 (9) O3 0.0401 (8) 0.0993 (14) 0.0981 (13) −0.0126 (9) 0.0054 (9) −0.0301 (12) Geometric parameters (Å, º) S1-O3 1.4737 (17) C8-H8 0.9800 S1-N1 1.6685 (17) C9-O2 1.199 (2) S1-C10 1.830 (2) C9-O1 1.303 (3) 
